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In Tables S1-S4, the columns indicate the metal atom composing the main chain (main chain atoms) of the LAC, while the dopants are indicated in the rows. Moreover, in Tables 1  and 4 , the numbers in the diagonal (in bold) display the mean properties of the pristine LAC. In the Table S1 there is also the covalent Radius from the elements, for comparison. Table S2 . distance between the main chain atom and the dopant d main-dop (Å). Table S3 . Difference in height between main chain atoms and dopant ∆h chain-surface (Å). 
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Figure S1. Electron density difference isosurfaces for Pd LAC along various perspectives. et al. (Phys. Rev. B, 2003, 68 (19), 195408) stated that there is a straight relationship between dipole moment changes and work function changes induced by the adsorbates. In this work, the model assumes (Phys. Rev. B, 2003, 68 (19), 195408; Phys. Rev. Lett. 2003, 90 (24), 246103) to that work function changes come from two major contributions: the first one due to electronegativity and the second due to the charge distribution atop of the adsorbates. The dipole moment change (∆µ) is related with the electron density difference on the system. More specifically, it takes into account the planar averaged electron density (∆ρ(z)), as shown in Equation S1.
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Equation S1
Where ∆ρ(xyz) is the total electron density difference (Equation 4 in main article); the integration limits 'a' and 'b' are the lattice vectors of the slab model used, and A is the slab surface area. Thus, after averaging in 'xy' plane (Equation S1) we are able to define dipole moment density (n(z)) in Equation S2.
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Where the surface dipole moment (∆µ) is define by the integral (Equation S3) with the integration limits correspond to slab center of mass (z c = 0) and the middle of the vacuum region (z 0 ).
